QSAR analysis of acetylcholinesterase inhibitors by use of structure similarity methods.
QSAR analysis of acetylcholinesterase inhibitors by a computer system for classification of chemical compounds by use of structure similarity methods has shown that the activity of these compounds is highly correlated with the geometry and the shape of attached radicals. Best values of the biochemical properties were obtained for compounds containing an optimal length of the attached radicals R1 and R2. The predicted values of the bimolecular rate constant for four compounds agree very well with the experimental results.